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Figure S1. Optimized crystal structure of the perylene crystal, with some relevant parameters.
Disconnected atoms are due to the boundary conditions in the picture. Figure S2 . Computed UV-Vis spectra of PR179 monomer (left) and isolated dimer (right) at three levels of theory. Vertical red and orange spikes represent computed vertical excitations transitions, while blue and cyan lines are spectra obtained by Gaussian convolution using a full width half height of 0.33 eV. The orbitals involved in transitions I and II are reported for CAM-B3LYP. No energy/wavelength scaling has been employed. Figure S3 . Computed UV-Vis spectra of PR179 dimer at three levels of theory embedded in the electrostatic field of the crystal. Red spikes represent actual transitions, while blue lines are spectra obtained by Gaussian convolution using a full width half height of 0.33 eV. Figure S4 . Orbitals involved in the first allowed transition of PR179 trimer embedded in the electrostatic field of the crystal (CAM-B3LYP level of theory). The transitions occurs at 1.9419 eV and has oscillator strength f=0.0349. Figure S5 . Orbitals involved in the first allowed transition of PR179 tetramer embedded in the electrostatic field of the crystal (CAM-B3LYP level of theory). The transition occurs at 2.1124 eV and has oscillator strength f=0.0390.
